Key indicators: single-crystal X-ray study; T = 298 K, P = 0.0 kPa; mean (C-C) = 0.005 Å; R factor = 0.054; wR factor = 0.144; data-to-parameter ratio = 14.0.
In the title compound, C 16 H 16 N 2 OS, the conformation at the two partially double C-N bonds of the thiourea unit is E. The amide group is twisted relative to the thiourea fragment, forming a dihedral angle of 62.44 (16) , and the two phenyl rings form a dihedral angle 75.93 (18) . In the crystal, molecules are linked by N-HÁ Á ÁS hydrogen bonds, forming centrosymmetric dimers. Table 1 Hydrogen-bond geometry (Å , ). (2) 3.444 (2) 172 (2) Symmetry code: (i) Àx þ 1; Ày þ 2; Àz þ 1.
Related literature
Data collection: SMART (Bruker, 2000); cell refinement: SAINT (Bruker, 2000); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL, PARST (Nardelli, 1995) and PLATON (Spek, 2009). groups are trans to S-atom with respect to both C-N thiourea bonds (Fig. 1) .
The benzene ring [C1/C2/C3/C4/C5/C6/C7] (A), phenyl ring [N2/C9/C10/C11/C12/C13/C14] (B) and the thiourea [(S1/ N1/N2/C8/] (C) fragment are essentially planar. The dihedral angle between the plane A and the plane B is 75.93 (15)°w hereas, the dihedral angle between thiourea plane (C) and both planes (A, B) are 87.99 (11) and 62.44 (16)°, respectively. Furthermore, the amide group [N2/C9/C10/C11/C12/C13/C14] (D) is twisted relative to the thiourea fragment (C) forming a dihedral angle of 62.44 (16)°.
In addition, the molecules are linked by N1-H···S1 hydrogen bonds (Table 1, Fig. 2 ) to form centrosymmetric dimers.
Experimental
The reaction scheme involved a reaction of benzoyl chloride (10 mmol) with ammonium thiocyanate (10 mmol) in acetone.
The product, benzoyl isothiocyanate was reacted with N-ethylaniline (10 mmol) to give the title compound with 80% yield.
A slow evaporation of the reaction mixture give light yellow crystals suitable for X-ray analysis.
Refinement
Positions of C-bound H atoms were calculated. These H atoms were refined using a riding model with U iso =1.5U eq (C methyl ) and U iso =1.5U eq (C) for the remaining H atoms. The amide-group H atom was located in a diffrence Fourier map and freely refined. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.23483 (8) 
